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. Cartesian coordinates, total energies (E) with respect to ADF basic atoms, and number of imaginary frequencies (NIMAG) of species in this study, computed at ZORA-BP86/TZ2P. Table S2 . Cartesian coordinates, total energies (E) with respect to ADF basic atoms, and number of imaginary frequencies (NIMAG) of species in this study, computed at BP86/TZ2P. Table S1 . Cartesian coordinates (in Å), total energies (E) with respect to ADF basic atoms (in kcal mol -1 ), and number of imaginary frequencies (NIMAG) of species in this study, computed at ZORA-BP86/TZ2P. 
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